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Program

13:00

13:40

14:20

15:00
15:30

16:10

17:00

Lubomir Rulisek, CAS Prag

Striving for Quantitative Accuracy in Computations of Thermodynamic, Kinetic,
and Spectroscopic Properties of Bioinorganic Systems

Marc van der Kamp, University of Bristol

Multi-scale simulation of enzymes: Details of mechanisms and efficient in silico
screening

Marwin Segler, Westfilische Wilhelms-Universitit, Miinster
Retrosynthesis and Reaction Prediction with Modern Artificial Intelligence

Coffee Break

David Tew, Max-Planck-Institut fiir Festkorper-
forschung, Stuttgart

Accurate wavefunctions for large molecular systems

Thomas Kiihne, University of Paderborn

Metal-Insulator Transition of solid Hydrogen by a Fermionic Shadow Wave
Function

Apéro



